Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.044; wR factor = 0.130; data-to-parameter ratio = 12.8.
Related literature
Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.130 S = 1.06 3389 reflections 264 parameters 10 restraints H-atom parameters constrained Á max = 0.15 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ) .
Cg1 is the centroid of the N2/N3/C16-C18 ring. Data collection: CrysAlis PRO CCD (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO CCD; data reduction: CrysAlis PRO RED (Oxford Diffraction, 2009); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) , PARST (Nardelli, 1983) and PLATON (Spek, 2009). 1-(3,5-Diethyl-1H-pyrazol-1-yl)-3-phenylisoquinoline F. N. Khan, P. Manivel, S. M. Roopan, V. R. Hathwar and M. Akkurt
Comment
Pyrazole and its derivatives are a class of important five-membered heterocycle compounds with two adjacent nitrogen atoms. During the past years considerable evidence has been accumulated to demonstrate the biological efficacy of pyrazole derivatives, including antibacterial (Patel et al., 1990 ), antifungal (Zhao et al., 2001 ), herbicidal (Li et al., 2005 , insectcidal (Huang et al., 1996) and other biological activities. A number of pyrazole-containing compounds have been successfully commercialized, such as the blockbuster drugs Viagra, Celebrex, and Acomplia. In view of the diverse applications of this class of compounds, and continuing our research on the synthesis and crystal structure analysis of similar compounds (Manivel et al., 2009; Khan et al., 2010a,b,c; Hathwar et al., 2008) , we report herein on the crystal structure of the new title isoquinoline pyrazole.
In the title molecule ( Fig. 1 ) the isoquinoline ring (N1/C1-C9) is essentially planar, with a maximum deviation of 0.046 (1) Å for atom C1 and makes dihedral angles of 52.01 (4) and 14.61 (4) ° with the pyrazole (N2/N3/C16-C18) and phenyl (C10-C15) rings, respectively. The phenyl ring and the pyrazole ring are twisted by 44.20 (6)° with respect to each other. There are weak intramolecular C-H···N contacts which may influence the molecular conformation of the molecule (Table 1) .
The crystal packing of the title compound is illustrated in Fig. 2 . The crystal structure is stabilized by C-H···π contacts involving both the phenyl and pyrazole rings (Table 1) , and by π-π stacking interactions between the pyridine and benzene rings; Cg2···Cg3 i (symmetry code: (i) = 3/2 -x, 1/2 -y, 1 -z), with a centroid-to-centroid distance of 3.5972 (10) Å [Cg2 and Cg3 are the centroids of the pyridine (N1/C1/C2/C7-C9) and benzene (C2-C7) rings, respectively, of the isoquinoline group].
Experimental 1-(3-phenylisoquinolin-1-yl)hydrazine (2.35 g, 10 mmol) and heptane-3,5-dione (1.28 g, 10 mmol) were dissolved in ethanol (30 ml). The solution was heated for 12 h under a nitrogen atmosphere. The reaction was quenched with water; the product was extracted with ethyl acetate. This phase was then washed with water, dried, concentrated and purified by column chromatography to yield a white powder. Crystals, suitable for X-ray diffraction analysis, were obtained upon recrystallization from dichloromethane.
Refinement
The C-atoms of the two ethyl groups (C19/C20 and C21/C22) are positionally disordered. The ratio of the site occupancies of the major and minor components (A:B) are 0.164 (7):0.836 (7) and 0.447 (16):0.553 (16), respectively. The positional and thermal displacement parameters for atom C20A were refined isotropically with U iso (C)= 0.168 (10) Å -2 . H-atoms were placed in calculated positions and were included in the refinement in the riding model approximation: C-H = 0.93, 0.97 supplementary materials sup-2 and 0.96 Å for CH, CH 2 and CH 3 H-atoms, respectively, with U iso (H) = k × U eq (C), where k = 1.5 for CH 3 H-atoms and 1.2 for all other H-atoms. Fig. 1 . A view of the molecular structure of the title molecule with the atom numbering scheme and displacement ellipsoids drawn at the 30% probability level. Only the major components of the disordered ethyl goups are shown. 
Figures

Data collection
Oxford Xcalibur Eos (Nova) CCD detector diffractometer 2379 reflections with I > 2σ(I) (4) N3 0.67528 (9) 0.11249 (7) 0.73249 (14) 0.0693 (5) C1 0.77419 (9) 0.12658 (7) 0.57018 (13) 0.0469 (5) C2 0.71957 (8) 0.15187 (7) 0.47772 (13) 0.0452 (5) C3 0.63356 (9) 0.13837 (7) 0.46657 (15) 0.0560 (5) (7) 0.0053 (7) 0.0054 (7) C9 0.0434 (8) 0.0565 (9) 0.0424 (8) −0.0033 (7) 0.0034 (7) −0.0021 (7) C10 0.0447 (9) 0.0683 (10) 0.0421 (8) −0.0025 (7) 0.0027 (7) −0.0056 (7) C11 0.0463 (9) 0.0835 (12) 0.0561 (10) −0.0064 (8) 0.0049 (7) 0.0028 (8) 
Hydrogen-bond geometry (Å, °)
Cg1 is the centroid of the N2/N3/C16-C18 ring. 
